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55 thiralLphotochemistryLofLachiralLmolecules[[LNaturelCommunicationsXL2022XLbdXLcajb 17.4 1
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6.4 0
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52 vxtendedLtightZbindingLquantumLchemistryLmethods[LWileylInterdisciplinarylReviews:lComputationall
MolecularlScienceXL2021XLbbXLebejd 7.9 149
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TerathemkLrLgraphicalLprocessingLunitZacceleratedLelectronicLstructureLpackageLforLlargeZscaleLabL
initioLmolecularLdynamics[LWileylInterdisciplinarylReviews:lComputationallMolecularlScienceXL2021XL
bbXLebeje

7.9 49

50 toverLzmageXLVolumeLbbXLzssueLc[LWileylInterdisciplinarylReviews:lComputationallMolecularlScienceXL
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tycloadditionsLofLuonorZrcceptorLtyclopropanesLandLZbutanesLusingLπnNZtontainingLαeagentskL
rccessLtoLtyclicLπulfinamidesXLπulfonamidesXLandLπulfinamidines[LAngewandtelChemiel-lInternationall
EditionXL2021XLgaXLcficfZcfidb

16.4 2

47 TerathemkLrcceleratingLelectronicLstructureLandLabLinitioLmolecularLdynamicsLwithLgraphicalL
processingLunits[LJournalloflChemicallPhysicsXL2020XLbfcXLccebba 3.9 40
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yoleZholeLTammZuancoffZapproximatedLdensityLfunctionalLtheorykLrLhighlyLefficientLelectronicL
structureLmethodLincorporatingLdynamicLandLstaticLcorrelation[LJournalloflChemicallPhysicsXL2020XL
bfdXLacebba

3.9 15

45 NonadiabaticLuynamicsLπimulationLofLtheLWavelengthZuependentLühotochemistryLofLrzobenzeneL
vxcitedLtoLtheLnˇ�VLandLˇ�ˇ�VLvxcitedLπtates[LJournalloflthelAmericanlChemicallSocietyXL2020XLbecXLcagiaZcagja16.4 20

44 NonadiabaticL”olecularLuynamicsLwithLyoleZyoleLTammZuancoffLrpproximatedLuensityLwunctionalL
Theory[LJournalloflChemicallTheorylandlComputationXL2020XLbgXLfejjZffbb 6.4 12

43 rLπimplifiedLπpinZwlipLTimeZuependentLuensityLwunctionalLTheoryLrpproachLforLtheLvlectronicL
vxcitationLπpectraLofLVeryL“argeLuiradicals[LJournalloflPhysicallChemistrylAXL2019XLbcdXLfibfZficf 2.8 9

42 rLgenerallyLapplicableLatomicZchargeLdependentL“ondonLdispersionLcorrection[LJournalloflChemicall
PhysicsXL2019XLbfaXLbfebcc 3.9 300

41
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ChemicallTheorylandlComputationXL2019XLbfXLbgfcZbghb
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38 tatalyticLderacemizationLofLchiralLallenesLbyLsensitizedLexcitationLwithLvisibleLlight[LNatureXL2018XL
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37 senzimidazolylquinoxalineskLnovelLfluorophoresLwithLtuneableLsensitivityLtoLsolventLeffects[L
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wrequenciesXLandLNoncovalentLznteractionsLofL“argeL”olecularLπystemsLüarametrizedLforLrllL
spdZslockLvlementsLTZLnLbZigU[LJournalloflChemicallTheorylandlComputationXL2017XLbdXLbjijZcaaj

6.4 592

35 vinLachtkernigerLmetallosupramolekularerLWˆ…rfelLmitLπpinZtrossoverZvigenschaften[LAngewandtel
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34 wrontispiecekLrnLöctanuclearL”etallosupramolecularLtageLuesignedLToLvxhibitLπpinZtrossoverL
sehavior[LAngewandtelChemiel-lInternationallEditionXL2017XLfgXL 16.4 1

33 üyridylLtontainingLbXfZuiazaZdXhZdiphosphacyclooctanesLasLsridgingL“igandsLforLuinuclearLtopperTzUL
tomplexes[LZeitschriftlFurlAnorganischelUndlAllgemeinelChemieXL2017XLgedXLijfZjac 1.3 11

32 rnLöctanuclearL”etallosupramolecularLtageLuesignedLToLvxhibitLπpinZtrossoverLsehavior[L
AngewandtelChemiel-lInternationallEditionXL2017XLfgXLejdaZejdf 16.4 59

31 VollautomatisierteLquantenchemischeLserechnungLvonLπpinZπpinZLgekoppeltenLmagnetischenL
’ernspinresonanzspektren[LAngewandtelChemieXL2017XLbcjXLbejfiZbejge 3.6 25

30 wullyLrutomatedLQuantumZthemistryZsasedLtomputationLofLπpinZπpinZtoupledLNuclearL”agneticL
αesonanceLπpectra[LAngewandtelChemiel-lInternationallEditionXL2017XLfgXLbehgdZbehgj 16.4 107

29 rLgeneralLintermolecularLforceLfieldLbasedLonLtightZbindingLquantumLchemicalLcalculations[LJournall
oflChemicallPhysicsXL2017XLbehXLbgbhai 3.9 36

28 vxtensionLofLtheLudLdispersionLcoefficientLmodel[LJournalloflChemicallPhysicsXL2017XLbehXLadebbc 3.9 293

27 siomolecularLπtructureLznformationLfromLyighZπpeedLQuantumL”echanicalLvlectronicLπpectraL
talculation[LJournalloflthelAmericanlChemicallSocietyXL2017XLbdjXLbbgicZbbgif 16.4 24

26 uiastereoselectiveLπelfZrssemblyLofLaLNeutralLuinuclearLuoubleZπtrandedLZincTzzULyelicateLviaL
NarcissisticLπelfZπorting[LChemistryl-lAlEuropeanlJournalXL2017XLcdXLbcdiaZbcdig 4.8 16

25 zndirectLsynthesisLofLaLpairLofLformalLmethaneLactivationLproductsLatLaLphosphane]boraneL
frustratedL“ewisLpair[LDaltonlTransactionsXL2016XLefXLbjcdaZbjcdd 4.3 7

24 vffectLofLtonjugationLüathwayLinL”etalZwreeLαoomZTemperatureLuualLπingletZTripletLvmittersLforL
örganicL“ightZvmittingLuiodes[LJournalloflPhysicallChemistrylLettersXL2016XLhXLeiacZeiai 6.4 30

23
αecentLresearchLdirectionsLinLwribourgkLnuclearLdynamicsLinLresonancesLrevealedLbyLcZdimensionalL
vv“LspectraXLelectronLcollisionsLwithLionicLliquidsLandLelectronicLexcitationLofLpyrimidine[LEuropeanl
PhysicallJournallDXL2016XLhaXLb

1.3 6

22 vlectronicLtircularLuichroismLofL[bg]yeliceneLWithLπimplifiedLTuZuwTkLseyondLtheLπingleLπtructureL
rpproach[LChiralityXL2016XLciXLdgfZj 2.1 24

21 NonZcovalentLπtabilizationLinLTransitionL”etalLtoordinationLandLörganometallicLtomplexesL2016XLbbfZbed 4
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20 UltraZfastLcomputationLofLelectronicLspectraLforLlargeLsystemsLbyLtightZbindingLbasedLsimplifiedL
TammZuancoffLapproximationLTsTurZxTsU[LJournalloflChemicallPhysicsXL2016XLbefXLafebad 3.9 87

19 uispersionZtorrectedL”eanZwieldLvlectronicLπtructureL”ethods[LChemicallReviewsXL2016XLbbgXLfbafZfe 68.1 738

18 πynthesisLandLtomprehensiveLπtructuralLandLthiropticalLtharacterizationLofLvnonesLuerivedLfromL
TZUZ˛–ZπantoninLbyLvxperimentLandLTheory[LJournalloflOrganiclChemistryXL2016XLibXLefiiZgaa 4.2 10

17
uirectLsynthesisLofLaLgeminalLzwitterionicLphosphonium]hydridoborateLsystemZZdevelopingLanL
alternativeLtoolLforLgeneratingLfrustratedL“ewisLpairLhydrogenLactivationLsystems[LOrganiclandl
BiomolecularlChemistryXL2015XLbdXLfhidZjc

3.9 22

16
vlectronicLcircularLdichroismLofLhighlyLconjugatedLˇ�ZsystemskLbreakdownLofLtheL
TammZuancoff]configurationLinteractionLsinglesLapproximation[LJournalloflPhysicallChemistrylAXL
2015XLbbjXLdgfdZgc

2.8 15

15 tonsistentLstructuresLandLinteractionsLbyLdensityLfunctionalLtheoryLwithLsmallLatomicLorbitalLbasisL
sets[LJournalloflChemicallPhysicsXL2015XLbedXLafebah 3.9 404

14 vnamine]butadienylboraneLcycloadditionLinLtheLfrustratedL“ewisLpairLregime[LOrganiclandl
BiomolecularlChemistryXL2015XLbdXLbaehhZig 3.9 8

13 vnantiotoposZselektiveLtyZöxygenierungLmitLeinemLsupramolekularenLαutheniumZ’atalysator[L
AngewandtelChemieXL2015XLbchXLhabZhaf 3.6 23

12 vnantiotoposZselectiveLtZyLoxygenationLcatalyzedLbyLaLsupramolecularLrutheniumLcomplex[L
AngewandtelChemiel-lInternationallEditionXL2015XLfeXLgjbZf 16.4 46

11
wreeLelectronsLandLionicLliquidskLstudyLofLexcitedLstatesLbyLmeansLofLelectronZenergyLlossL
spectroscopyLandLtheLdensityLfunctionalLtheoryLmultireferenceLconfigurationLinteractionLmethod[L
PhysicallChemistrylChemicallPhysicsXL2015XLbhXLbfhhbZia

3.6 12

10 πynthesisXLthiralLαesolutionXLandLrbsoluteLtonfigurationLofLwunctionalizedLTrˆ¶gerâ��sLsaseL
uerivativeskLüartLzzz[LSynthesisXL2015XLehXLdbbiZdbdc 2.9 8

9 TheLrssociationLofLTwoLâ��wrustratedâ��L“ewisLüairsLbyLπtateZofZtheZrrtLQuantumLthemicalL”ethods[L
IsraellJournalloflChemistryXL2015XLffXLcdfZcec 3.4 20

8 TheLthermochemistryLofLlondonLdispersionZdrivenLtransitionLmetalLreactionskLgettingLtheLSrightL
answerLforLtheLrightLreasonS[LChemistryOpenXL2014XLdXLbhhZij 2.3 70

7
rLsimplifiedLtimeZdependentLdensityLfunctionalLtheoryLapproachLforLelectronicLultravioletLandL
circularLdichroismLspectraLofLveryLlargeLmolecules[LComputationallandlTheoreticallChemistryXL2014XL
baeaZbaebXLefZfd

2 138

6 vnantiomerenreineL[”g“bc]ZLoderL[”bc“ce]ZüolyederLausLflexiblenLsisTpyridinUZ“iganden[L
AngewandtelChemieXL2014XLbcgXLbhbjZbhce 3.6 32

5 vnantiomericallyLpureL[”TgU“TbcU]LorL[”TbcU“TceU]LpolyhedraLfromLflexibleLbisTpyridineULligands[L
AngewandtelChemiel-lInternationallEditionXL2014XLfdXLbgjdZi 16.4 86

4 tombinationsLofLethersLandLsTtgwfUdLfunctionLasLhydrogenationLcatalysts[LAngewandtelChemiel-l
InternationallEditionXL2013XLfcXLhejcZf 16.4 160

3 tombinationsLofLvthersLandLsTtgwfUdLwunctionLasLyydrogenationLtatalysts[LAngewandtelChemieXL
2013XLbcfXLhgeaZhged 3.6 64
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2 wromLattractionLtoLrepulsionkLanionZˇ�LinteractionsLbetweenLbromideLandLfluorinatedLphenylLgroups[L
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